Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.004 Å; R factor = 0.051; wR factor = 0.136; data-to-parameter ratio = 14.5.
In the title compound, C 19 H 17 N 3 O 2 , the dihedral angles between the pyrimidine ring and the two benzene rings are 34.87 (12) (for the directly-bonded ring) and 69.57 (12) . An intramolecular N-HÁ Á ÁO hydrogen bond occurs. The crystal packing features intermolecular N-HÁ Á ÁO hydrogen bonds.
Related literature
For the structures of similar biologically active pyrimidines, see: Akkurt et al. (2003 Akkurt et al. ( , 2004 (1997, 1999) . For the pharmacological properties of pyrimidines, see: Burdge (2000) .
Experimental
Crystal data C 19 H 17 N 3 O 2 M r = 319.36
Monoclinic, C2=c a = 24.105 (4) Å b = 5.9547 (10) Å c = 23.170 (4) Å = 103.638 (3) V = 3232.0 (9) Å 3 Z = 8 Mo K radiation = 0.09 mm À1 T = 150 K 0.20 Â 0.07 Â 0.06 mm
Data collection
Bruker APEXII CCD diffractometer 11340 measured reflections 3296 independent reflections 1803 reflections with I > 2(I) R int = 0.076 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.136 S = 0.96 3296 reflections 227 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.19 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) x; y þ 1; z; (ii) Àx; Ày þ 2; Àz.
Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2009). 1-Amino-5-(4-methylbenzoyl)-4-(4-methylphenyl)pyrimidin-2(1H)-one S. Öztürk Yíldírím, N. Özpozan and R. J. Butcher
Comment
As part of our X-ray crystal structure analysis of some compounds of biological interest for a better understanding of the effect of structural and conformational change on biological activity, the structure determination of the title compound was undertaken (Akkurt et al., 2003 (Akkurt et al., , 2004 Öztürk et al., 1997 , 1999 Yíldírím et al., 2007) . 4-Aroyl-5-aryl-2,3-dihydro-2,3furandiones are obtained starting from 1,3-dicarbonyl compounds with oxalyl halides. In general, 2,3-furandiones are considered convenient and versatile synthons in heterocyclic synthesis. The reactions of the substituted 2,3-furandiones with several semicarbazones, ureas and their thioanalogues and oximes, amides, anilides and hydrazines in different solvents and at various temperatures have been studied recently (Sarípínar et al., 2002) . Pyrimidines in general have been of much interest for biological and medical reasons, and thus their chemistry has been investigated extensively (Önal & Altural, 2006; Önal & Yíldírím, 2007) . Some are frequently encountered in many drugs used for the treatment of hypothyroidism and hypertension, in cancer chemotherapy or HIV infections (Burdge, 2000) .
The title compound has a non planar conformation ( Fig. 1 ). All bond lengths and angles are in good agreement with those observed in similar compounds (Öztürk et al., 1997 , 1999 Yíldírím et al., 2007) . The C-N distances have values in the range 1.322 (3) Å -1.408 (3) Å, shorter than the single-bond length of 1.480 Å and longer than the typical C = N distance of 1.280 Å, indicating partial double-bond character and suggesting conjugation in the heterocycle. In spite of this conjugation the pyrimidine ring is slightly distorted from planarity with a maximum deviation of -0.036 (2) Å for atom C1. The mean planes of the rings A (N1/N2/C1-C4), B (C5-C10) and C (C13-C18) make the following dihedral angles with each other:
A/B = 34.87 (12), A/C = 69.57 (12) and B/C = 68.74 (12)°. Intermolecular hydrogen-bonding interactions influence the molecular geometry and crystal structure.
Experimental
In the FT IR spectrum of 1-amino-5-(4-methylbenzoyl)-4-(4-methylphenyl)-1H-pyrimidin-2-one, the -NH 2 absorption band was found to be at 3262 cm -1 . The C=O absorption band was observed at 1653 cm -1 . In the 1 H NMR spectrum of 1-amino-5-(4-methylbenzoyl)-4-(4-methylphenyl)-1H-pyrimidin-2-one has a singlet signal at 7.26 p.p.m. assignable to the NH band on the pyrimidine molecule. Finally, the elemental analysis data along with spectroscopic data confirm the structure of 1amino-5-(4-methylbenzoyl)-4-(4-methylphenyl)-1H-pyrimidin-2-one. 20 ml of water and 5 ml of acetic acid were added to a solution of 1 g 5-(4-methylbenzoyl)-1-(methyl-4-methylphenyl- , 71.45; H, 5.36; N, 13.15. Found: C, 71.19; H, 5.20; N, 12.95. supplementary materials sup-2 Refinement H atoms bonded to N were freely refined. H atoms bonded to C were refined with C-H = 0.93 and 0.96 Å for aromatic and methyl H, respectively, and constrained to ride on their parent atoms, with U iso (H) = 1.2 or 1.5U eq (CH 3 ). as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.03523 (7) 0.7379 (3) 0.00058 (7) 0.0342 (6) 
